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Table S1 Overview of projects participating in diXa 

Project Description Weblink Organism(s)  Organ(s) / tissue(s) Measurement type Technology type 

New Generis 

(1 study) 

Links between exposure to 

environmental/food carcinogens 

during pregnancy and childhood 

cancer 

http://www.newgeneris.org/ Homo Sapiens Human PBMC Transcription 

profiling 

DNA microarray 

(Agilent) 

Carcinogenomics 

(3 studies) 

High throughput genomics-based 

tests for assessing genotoxic and 

carcinogenic properties of 

chemical compounds in vitro 

http://www.carcinogenomics.eu/ Homo Sapiens 

Rattus norvegicus 

Cell lines: liver 

(human and rat), 

kidney (human and 

rat), lung (human) 

Metabolite profiling 

(only liver and 

kidney) 

Transcription 

profiling (liver, 

kidney, lung) 

NMR spectroscopy 

(Bruker) 

 

DNA microarray 

(Affymetrix) 

Envirogenomarkers 

(2 studies) 

Role of environmental agents in 

human disease 

http://www.envirogenomarkers.net/ Homo Sapiens Blood specimen Transcription 

profiling 

DNA microarray 

(Agilent) 

InnoMed – PredTox 

(16 studies) 

Pre-clinical safety evaluation of 

compounds 

https://www.genedata.com/lp/innomed-

predtox.html 

Rattus norvegicus Urine, liver, kidney, 

serum, blood, 

plasma 

Transcription 

profiling 

 

Metabolite profiling 

 

 

 

Protein expression 

profiling 

 

 

 

 

Hematology 

Histology 

Clinical chemistry 

analysis 

DNA microarray 

(Affymetrix 

GeneChip) 

Mass spectrometry 

(LC/MS) 

NMR spectroscopy 

(1D NMR) 

Mass spectrometry 

(SELDI-TOF-MS, 2D-

PAGE/MALDI-

TOF/MS, 2D-

DIGE/MALDI-TOF-

MS) 

Esnats  

(2 studies) 

Embryonic stem cell-based 

alternative novel testing stategies 

http://www.esnats.eu/ Homo Sapiens Embryonic stem 

cells, skin-derived 

stem cells 

Transcription 

profiling 

DNA microarray 

(Affymetrix) 

Predictomics 

(1 study) 

 

Short-term in vitro assays for 

long-term toxicity 

http://www.ist-

world.org/ProjectDetails.aspx?ProjectId=d

b2e81aa1bf442559aa3d2eea5b20c4f&Sou

rceDatabaseId=7cff9226e582440894200b

751bab883f 

Homo Sapiens Liver cell lines Transcription 

profiling 

DNA microarray 

(Affymetrix) 

Open TG-GATEs 

(4 studies) 

Toxicity information for 150 

compounds on rat in vivo, liver 

and kidney cells, and human 

hepatocytes 

http://toxico.nibio.go.jp/english/index.html  Homo Sapiens 

Rattus norvegicus 

Liver cell lines (rat 

and human) 

Liver (only rat) 

Kidney (only rat) 

Transcription 

profiling 

DNA microarray 

(Affymetrix) 

DrugMatrix 

(5 studies) 

Toxicogenomic profiles for 638 

different compounds 

https://ntp.niehs.nih.gov/drugmatrix/index.

html  

Rattus norvegicus Kidney, liver, heart, 

liver cell lines, 

skeletal muscle 

tissue 

Transcription 

profiling 

DNA microarray 

(Affymetrix) 
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http://www.ist-world.org/ProjectDetails.aspx?ProjectId=db2e81aa1bf442559aa3d2eea5b20c4f&SourceDatabaseId=7cff9226e582440894200b751bab883f
http://www.ist-world.org/ProjectDetails.aspx?ProjectId=db2e81aa1bf442559aa3d2eea5b20c4f&SourceDatabaseId=7cff9226e582440894200b751bab883f
http://www.ist-world.org/ProjectDetails.aspx?ProjectId=db2e81aa1bf442559aa3d2eea5b20c4f&SourceDatabaseId=7cff9226e582440894200b751bab883f
http://www.ist-world.org/ProjectDetails.aspx?ProjectId=db2e81aa1bf442559aa3d2eea5b20c4f&SourceDatabaseId=7cff9226e582440894200b751bab883f
http://toxico.nibio.go.jp/english/index.html
https://ntp.niehs.nih.gov/drugmatrix/index.html
https://ntp.niehs.nih.gov/drugmatrix/index.html


Table S2 Current external sources linked to the diXa Data Warehouse through the ChemAgora Portal.  

Database Weblink Reference 

ChEMBL https://www.ebi.ac.uk/chembl/ (Warr, 2009) 

ChEBI http://www.ebi.ac.uk/chebi/ (Degtyarenko, et al., 2008) 

ChemSpider http://www.chemspider.com/ (Pence and Williams, 2010) 

PubChem https://pubchem.ncbi.nlm.nih.gov/ (Wang, et al., 2009) 

eChemPortal http://www.echemportal.org (Wittwehr, 2011) 

ConsensusPathDB http://cpdb.molgen.mpg.de/ (Kamburov, et al., 2013) 

CTD http://ctdbase.org/ (Davis, et al., 2013) 

DrugBank http://www.drugbank.ca/ (Law, et al., 2014) 

ToxNet http://toxnet.nlm.nih.gov/ (Wexler, 2001) 

CommonChemistry http://www.commonchemistry.org/ - 

AOP-Wiki https://aopkb.org/aopwiki/ - 

CheList http://chelist.jrc.ec.europa.eu/  - 

 

 

Uploading data 

New data are added to the diXa repository in ISA-Tab format (Rocca-Serra, et al., 2010) (isatab.sourceforge.net/tools.html). ISA-

Tab is a metadata format that describes investigations, studies and assays, and ties together this information using links to the 
experimental data. The data catalogues used by the diXa studies are available in ArrayExpress (Rustici, et al., 2013). 

The diXa ISA template can be downloaded from bitbucket.org/kanterae/isaconfig-dixa/src. The template has additional fields 

related to toxicology, such as ‘dose’ and ‘treatment’ and uses several ontologies (see Supplementary Table S3).  
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Fig. S1 diXa Data Warehouse homepage 

 

Fig. S2 The Study list view shows all studies matching a search query or the complete list of studies when browsing. 



 

Fig. S3 The Sample list view shows all samples matching a search query or the complete list of samples when browsing. 

 

 

Fig. S4 The Compound list view shows all compounds matching a search query or the complete list of compounds when browsing. 



 

 

Fig. S5 The Analysis list view shows all analyses matching a search query or the complete list of analyses when browsing. 

 

Fig. S6 The Disease list view shows all diseases matching a search query or the complete list of diseases when browsing. 



 

 

Fig. S7 The Study detail view shows additional information on a selected study. Furthermore, the study detail view provides links to the 

repositories were the experimental data are stored and links to detailed information on the compounds in the study. 

 

 
 

Fig. S8 The Sample detail view shows additional information on a selected sample. Furthermore, the sample detail view provides links to 

ChEMBL and to the data file for the selected sample. 

 

 



 

Fig. S9 The Compound detail view shows additional information on a selected compound. Moreover, the compound detail view links to 

ChemAgora Portal, ChEMBL and studies with the selected compound. 

 

 

Fig. S10 The Analysis detail view shows additional information on a selected analysis. Furthermore, the analysis detail view provides access to 

the files containing the results and studies related to a selected analysis. 



 

Fig. S11 The Disease detail view shows additional information on a selected disease. Furthermore, the disease detail view provides links to the 

repositories were the experimental data are stored. 

 

Table S3 Overview of ontologies used by diXa ISA template. 

Ontology Weblink 

NCBI Organismal Classification (NCBITAXON) http://bioportal.bioontology.org/ontologies/NCBITAXON 

Units of Measurements Ontology (UO) http://bioportal.bioontology.org/ontologies/UO 

Ontology for Biomedical Investigations (OBI) http://bioportal.bioontology.org/ontologies/OBI 

Chemical Entities of Biological Interest (ChEBI) http://bioportal.bioontology.org/ontologies/CHEBI 

NCI Thesaurus (NCIT) http://bioportal.bioontology.org/ontologies/NCIT 
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Table S4  Overview of currently available analysis descriptions, together with their location on the diXa website. 

 

Analysis description Weblink 

Project Envirogenomarkers: QC, normalization, transformation and analyses of 

transcriptomics data of cases and controls of breast cancer and Non-Hodgkins 

lymphoma 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-001 

Project NewGeneris: QC, normalization, transformation and analyses of 

transcriptomics data from human peripheral blood mononuclear cells (PBMC) 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-002  

Project PredTox: QC, normalization, transformation and analyses of transcriptomics 

data 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-003  

Project TG-GATEs Human in vitro hepatocytes: QC, normalization, transformation 

and analyses of transcriptomics data 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-004  

Project TG-GATEs Rat in vitro hepatocytes: QC, normalization, transformation and 

analyses of transcriptomics data 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-005  

Project TG-GATEs Rat in vivo Kidney: QC, normalization, transformation and 

analyses of transcriptomics data 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-006  

Project TG-GATEs Rat in vivo Liver: QC, normalization, transformation and 

analyses of transcriptomics data 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-007  

Project Predictomics: QC, normalization, transformation and analyses of 

transcriptomics data of test substances (hepatotoxins) in human primary hepatocytes 

and HepG2 cells 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-008  

Project DrugMatrix: QC, normalization, transformation and analyses of 

transcriptomics data from rat kidney, heart, liver, skeletal muscle tissue, and rat 

hepatocytes 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-009  

Project ESNATS: QC, normalization, transformation and analyses of 

transcriptomics data from human embryonic stem cells 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-010  

Project PredTox: QC, normalization, transformation and analyses of serum 

metabolites by LC/MS 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-011 

Project carcinoGENOMICS: QC, normalization, transformation and analyses of 

transcriptomics data of the kidney (RPTEC/TERT1) and liver (HepaRG) cell lines 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-012  

Project carcinoGENOMICS: QC, normalization, transformation and analyses of 

transcriptomics data of the liver cell line HepG2 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-013  

Project carcinoGENOMICS: QC, normalization, transformation and analyses of 

transcriptomics data of Human Embryonic Stem Cell Derived Hepatocyte-Like 

Cells (hESC DE-Hep) 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-014  

Project carcinoGENOMICS: QC, normalization, transformation and analyses of 

transcriptomics data in a lung epithelial cell-based test system 

http://wwwdev.ebi.ac.uk/fg/dixa/group/AN-DIXA-015  
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